Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.103; data-to-parameter ratio = 12.5.
Related literature
H atoms treated by a mixture of independent and constrained refinement Á max = 0.24 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CrystalClear (Rigaku, 2007); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: CV2684). In (I) ( Fig. 1 ), all bond lengths in the molecular are normal (Allen et al., 1987). Atoms O1/C2/C9/C10 lie in the benzene ring (C3-C8) plane with a maximun deviation of 0.045 (2) Å for O1 . The tetrazole ring (N1-N4/C1) forms the dihedral angle of 67.52 (2) ° with the benzene ring (C3-C8).
5-(4-Ethoxybenzyl
In the crystal structure, relatively short distance of 3.760 (3) Å between the centroids of tetrazole rings suggests an existence of π-π interactions. Intermolecular N-H···N hydrogen bonds (Table 1 ) link the molecules related by translation along axis a into chains.
Experimental
A round-bottomed flask was charged with 1.61 g (10 mmol) of 4-ethoxyphenylacetonitrile, 3.25 g (50 mmol) of sodium azide and 2.67 g (50 mmol) of ammonium chloride and 50 ml of DMF, and the resulting mixture was stirred at 120 ° C for 15 h. On complete cooling, the mixture was filtered to remove the existing solid and the filtrate was evaporated on a rotary evaporator equipped with an oil pump, and the residue was dissolved in 100 ml of water. The aqueous solution thus obtained was adjusted to pH = 2 with concentrated hydrochloric acid, when it turned turbid. This turbid mixture was cooled with ice-water bath and stirred for complete crystallization. The precipitated crystals were collected via suction filtration and dried at 60° C in vacuo to afford the title product as white crystals 1.68 g (yield 82.3%). Crystals suitable for single-crystal X-ray diffraction were obtained via slow evaporation at room temperature of a solution of the pure title compound in dichloromethane/petroleum ether.
Refinement
All H atoms were found on difference maps. C-bound H atoms were placed in idealized positions (C-H 0.93 -0.97 Å), and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (C) for aryl and methylene and 1.5U eq (C) for the methyl H atoms. The N-bound H atom was refined isotropically. as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0200 (7) 0.0195 (7) 0.0211 (8) −0.0007 (5) 0.0017 (6) −0.0020 (5) C8 0.0222 (7) 0.0220 (7) 0.0183 (8) 0.0036 (5) 0.0055 (6) −0.0001 (5) C9 0.0237 (7) 0.0204 (7) 0.0284 (9) −0.0029 (6) 0.0022 (6) 0.0011 (5) C10 0.0268 (8) 0.0277 (8) 0.0418 (10) −0.0040 (6) 0.0077 (7) 0.0055 (6) Geometric parameters (Å, °) 
